LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43025\
Data File : BM@50045.D

Acqg On : 30 Apr 2025 14:46

Operator : RC/JU

Sample : Q1883-03 :
Misc : OU4-PCS-TC-28-042325

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM042825.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@50045.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.887 317 323 334 rBV 399493 587731 3.62% 0.841%
2 5.352 396 402 424 rBV 3986485 6232620 38.37% 8.921%
3 6.946 664 673 696 rBV 3688846 6419142 39.52% 9.188%
4 7.763 801 812 824 rBV 880006 1416995 8.72% 2.028%
5 8.922 998 1009 1032 rBV 2192319 4012899 24.71% 5.744%

6 10.563 1280 1288 1302 rBV 855053 1741842 10.72%  2.493%
7 13.028 1699 1707 1727 rBV 7012645 10554259 64.98% 15.107%
8 14.410 1932 1942 1955 rBV 1571178 2499538 15.39%  3.578%
9 15.769 2167 2173 2189 rBV 1657183 2386775 14.69%  3.416%
10 15.904 2189 2196 2218 rBV 5417651 8081088 49.75% 11.567%

11 16.333 2264 2269 2282 rVB 206821 322983 1.99% ©
12 17.157 2402 2409 2424 rBV 1740792 2756961 16.97% 3
13 18.051 2556 2561 2571 rBV 230685 428302 2.64% 0.613%
14 18.909 2700 2707 2715 rBv4 80564 205003 1.26% ©
15 19.780 2849 2855 2866 rBV 14300293 16242834 100.00% 23.249%
16 21.068 3071 3074 3085 rVB2 190809 353400 2.18% ©.506%
17 21.398 3125 3130 3142 rVB 1780437 2736548 16.85% 3.917%
18 24.397 3632 3640 3661 rVB 1047111 2884296 17.76% 4.128%

Sum of corrected areas: 69863216
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43025\
Data File : BM@50045.D

Acqg On : 30 Apr 2025 14:46

Operator : RC/JU

Sample : Q1883-03 :
Misc : OU4-PCS-TC-28-042325

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM050045.D\data.ms
1.4e+07

1.2e+07
1e+07
8000000
6000000

4000000 5.352 6.946

8.922
7.763 10.563

2000000
4.887

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 900 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BM050045.D\data.ms
1.4e+07 19.780

1.2e+07
1e+07

8000000
8.028

6000000 15.904

4000000

21.398
2000000 14.410 15.769 17.157

16.333 18051 18909 | 21068

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BM050045.D\data.ms
1.4e+07

o

1.2e+07
1e+07
8000000
6000000
4000000

2000000 24.397

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43025\
Data File : BM@50045.D

Acqg On : 30 Apr 2025 14:46

Operator : RC/JU

Sample : Q1883-03 :
Misc OU4-PCS-TC-28-042325

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.887 8.30 ng 587731 1,4-Dichlorobenzene-d4 7.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 323 (4.887 min): BM050045.D\data.ms (-317) (-) m/z 43.00 100.00%

43.0
5000
101.1

4.60 4.80 5.00 5.20

83.1
Ol BT B9 1200 1562 . 5910 57.27%
miz--> 20 40 60 80 100 120 140 160
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N N Raaa

4.60 4.80 5.00 5.20

m/z 101.10 21.45%
15.0 101.0
\\\‘\‘\W‘\\““}\\6}‘-9\\\8‘:3‘\-0\\\“‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e ERRNEEESE T
4.60 4.80 5.00 5.20
5000 41.0 m/z 58.05 15.84%
| ‘ 12\6.0
T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #4156: 1-Propen-2-ol, acetate R A ARERRNEEN
43.0 4.60 4.80 5.00 5.20

m/z 41.05 8.86%

5000
15.0 | 7%0 100.0
LIt |

m/z--> 20 40 60 80 100 120 140 160 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43025\
Data File : BM@50045.D

Acqg On : 30 Apr 2025 14:46

Operator : RC/JU

Sample : Q1883-03 :
Misc OU4-PCS-TC-28-042325

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.769 19.10 ng 2386780  Acenaphthene-d10 14.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 47
3 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 46
4 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 46
5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 43
Abundance Scan 2173 (15.769 min): BM050045.D\data.ms (-2167) (- | m/z 105.00 100.00%
105.0
182.0
5000
51.0
15 50 16 OO
152.0 p
Ol b e 2082808 s 77,05 67.28%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56925: Benzophenone
105.0
182.0
5000
15 50 16 00
51.0 m/z 182.00  65.10%
| 1520
H\‘HH‘\H\’\\H‘HH‘H\\‘HH‘\H\’\\H‘HH‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #30107: Benzenecarbothioic acid, S-methyl ester
105.0
15 50 16 00
5000 m/z 51.00 23.09%
51.0
| 152.0
ul ‘
e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #40879: N-Methoxy-N-methylbenzamide
105.0 15 50 16 OO
m/z 181.10 10.47%
5000
51.0
5.0 ‘ I | 13401650
P e e e e e e e e e
mlz--> 20 40 60 80 100120140160180200220240260280 15 50 16 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43025\
Data File : BM@50045.D

Acqg On : 30 Apr 2025 14:46

Operator : RC/JU

Sample : Q1883-03 :
Misc OU4-PCS-TC-28-042325

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Methanone, (1-hydroxycycloh... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.333 2.34 ng 322983  Phenanthrene-d10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 87
2 Cyclohexanol, 1-(aminomethyl)- 129 C7H15NO 004000-72-0 47
3 Cyclohexanol, 1-ethyl- 128 C8H160 001940-18-7 43
4 3-Methylcyclohexyl methylphospho... 194 C8H16F02P 113548-86-0 37
5 2-(1-Hydroxycyclohexyl)butanoic ... 186 C10H1803 000512-16-3 37
Abundance Scan 2269 (16.333 min): BM050045.D\data.ms (-2264) (-~ | m/z 99.10 100.00%
99.1
5000 /L
55.0 — ——
16.00 16.50
132.9 . ‘
ol M‘u e “M 1929 1882 2300 829 ./, g1.16 70.87%
m/z--> 50 100 150 200 250 300
Abundance  #79904: Methanone, (1-hydroxycyclohexyl)phenyl-
99.0
5000 = S
16.00 16.50
55.0 m/z 77.00  39.45%
T H\ ‘\M "M‘\ W “\‘ T ‘ “\ 1\3\3;0‘ \1\76\.0\ ‘ T T T 7T ‘ T T T 7T ‘ L
m/z--> 50 100 150 200 250 300
Abundance #14895: Cyclohexanol, 1-(aminomethyl)-
99.0
30.0 = B
16.00 16.50
5000 m/z 105.00 22.33%
m/z--> 50 100 150 200 250 300
Abundance #14398: Cyclohexanol, 1-ethyl- o —T
99.0 16.00 16.50
m/z 55.05 19.70%
m/z--> 50 100 150 200 250 300 16.00 16.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM043025\

BMO50045.D

: 30 Apr 2025 14:46
: RC/JU
: Q1883-03

: 7 Sample Multiplier: 1

OU4-PCS-TC-28-042325

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number

4 n-Hexadecanoic acid

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.051 3.11 ng 428302  Phenanthrene-d10 17.157
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Octadecanoic acid 284 C18H3602 000057-11-4 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2561 (18 051 min): BM050045.D\data.ms (-2556) (-~ | m/z 73.00 100.00%
5000
129.0
213.1 == ‘
‘ 171.1 ‘ 2561 18.00
““‘ WMWLM “ ‘ﬂh b 3% sz 43.e5  85.15%
m/z--> 5 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
420 256.0
5000 T
129.0 18.00
213.0 m/z 60.00 82.74%
‘ 171.0 ‘
“ Hmw P S S
m/z--> 5 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid
73.0
T
18.00
5000 m/z 41.05 69.80%
29.0
129.0
‘ 171.0 2140
H‘\‘H‘u‘w\\m h\ L | \m “\ “\H“HH"H“‘
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid T
73.0 18.00
m/z 57.10 68.08%
5000 129.0
29.0
‘ 199.0 242.0
HL‘H‘ w\h” ‘\HH\‘ “ “““HH R e B
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43025\
Data File : BM@50045.D

Acqg On : 30 Apr 2025 14:46

Operator : RC/JU

Sample : Q1883-03 :
Misc : OU4-PCS-TC-28-042325

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042825.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Cyclodocosane, ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.068 2.58 ng 353400 Chrysene-d12 21.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 93
2 17-Pentatriacontene 491 C35H70 006971-40-0 93
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
Abundance Scan 3074 (21.068 min): BM050045.D\data.ms (-3071) (+ | m/z 57.10 100.00%
57.1
5000 ML
LN T
‘ mﬂ 2950 264 0355 1 1
A o S25039914290  m/z 43.10  87.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #244234: Cyclodocosane, ethyl-
57.0
5000 —— ‘
21.00
m/z 55.10  81.40%
J 5.0 307.0
TTT “HJ‘\J‘\‘\Ll\“\‘1\\9\5‘-\(\)\\‘\H\“‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #336402: 17-Pentatriacontene
43.0
T T
21.00
5000 m/z 69.10 70.22%
1.0
1111.182.0 267.0 490.0
A H A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester P |
57.0 21.00
m/z 83.10 68.27%
o AWWA\AN
5.0
252.0
Jﬂu-m-' —
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43025\
Data File : BM@50045.D

Acqg On : 30 Apr 2025 14:46
Operator : RC/JU

Sample : Q1883-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42825.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
RT Resp Conc|

7.763 1417000
14.410 2499540
17.157 2756960
17.157 2756960
21.398 2736550

OU4-PCS-TC-28-042325

TIC Top Hit name RT EstConc Units Response |#
2-Pentanone, 4-... 4.887 8.3 ng 587731 1
Benzophenone 15.769 19.1 ng 2386780 3
Methanone, (1-h... 16.333 2.3 ng 322983 4
n-Hexadecanoic ... 18.051 3.1 ng 428302 4
Cyclodocosane, ... 21.068 2.6 ng 353400 5
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